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chain nodes : 
12 13 

ring nodes : 

123456789 10 11 

chain bonds : 

8-12 

ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-9 7-8 7-10 7-11 8-9 10-11 
exact /norm bonds : 

5-7 6-9 7-8 7-10 7-11 8-9 8-12 10-11 

normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 



Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: Atom 8: Atom 9: Atom 10: Atom 
11: Atom 12: CLASS 13: Atom 14 : CLASS 




Structure attributes must be viewed using STN Express query preparation. 
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Design, synthesis and biological evaluations of novel 
oxindoles as HIV-1 non-nucleoside reverse 
transcriptase inhibitors. Part I 
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Bieta, Kimberly; Caldwell, Jeremy; Bursulaya, Badry> 
Vu, Tom Yao-Hsing; He, Yun 
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Bioorganic i Medicinal Chemistry Letters (2006), 
16(8), 2105-2108 
CO DEN: BMCLEB; ISSN: 0960-894X 
Elsevier B.V. 
Journal 
English 

A novel oxindole was discovered as a non-nucleoside HIV reverse 
transcriptase inhibitor via HTS using a cell-based assay. Systematic 
structural modifications were carried out to establish its SAR. These 
modifications led to the identification of oxindoles vith low nanomolar 
potency for inhibiting HIV replication. These novel and potent oxindoles 
could serve as advanced leads for further optimizations. 
IT 897131-16-OP 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); BIOL 
(Biological study); PREP (Preparation) 

(preparation of novel oxindoles as HIV-1 non-nucleoside reverse 
transcriptase inhibitors) 
RH 887131-16-0 CAPLUS 

CN Spi ro{ cyclopropane- 1, 3* -[3H] indole] -2-carboxylic acid, 

1', 2' -dihydro-2'-oxo-5* -phenyl-, ethyl ester, (lR,2R)-rel- (9CI) (CA 
INDEX NAME) 

Relative stereochemistry. 
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AB The invention discloses inhibition of viruses, e.g., HIV using oxindoles 
and compds. related to oxindoles vith formula I ( Rl, R2, R3, R4 - H, 
(un) substituted alkyl, heteroalkyl, aryl, heteroaryl, N02, CN and halogen, 
etc.; R5, R5' - H, (un) substituted alkyl, cycloalkyl, heteroalJcyl, aryl. 
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(un) substituted alkyl, etc.]. The invention further relates to methods 
for identifying and using agents, including small mol. chem. compns. that 
inhibit HIV in a cell; as well as to methods of prophylaxis, and therapy 
related to HIV infection and related disease states such as AIDS. Prepn. 
of compds. of the invention is described. 
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RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
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New progesterone receptor antagonists: 
3, 3-disubstituted-S- aryl oxindoles 
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L.» Ullrich, John W. ; Winneker, Richard; Wrobel, Jay; 
Zhang, Puwen; Zhang, Zhlming; Zhu, Yuan 
Chemical Sciences, Wyeth Research, Collegeville, PA, 
19426, USA 

Bioorganic & Medicinal Chemistry Letters (2002) , 
12(23), 3487-3490 
CODEN: BMCLE8; ISSN: 0960-894X 
Elsevier Science Ltd. 
Journal 
English 

CAS REACT 138:331203 
A new series of 3, 3-disubstituted-5-aryloxindoles has been synthesized and 
evaluated for progesterone receptor antagonist (PR) activity in a T47D 
cell alkaline phosphatase assay and for their ability to bind PR in 
competition binding studies. In this communication, the synthesis and 
structure-activity relationships (SARs) of various 3,3-substituents are 
discussed where it is clear that small alkyl and spiroalkyl groups are 
required to achieve better PR antagonist activity. 
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The title compds. [li Rl, R2 - H, alkyl, OH, etc.* or Rl and R2 are joined 
to form a ring comprising CH2(CH2)nCH2, CH2CH2CMe2CK2CH2, 0(CH2)mCH2, 
etc.; or Rl and R2 comprise a double bond to CMe2, C(cycloalkyl) , O, 
C(cycloether); n - 0-5; m - 1-4; R3 - H, OH, NH2, etc.; R4 -H, halo, CN, 
etc. i R5 - substituted Ph, (un) substituted 5-6 membered heterocyclic ring 
with 1-3 heteroatoms, indol-4-yl, etc. J which are antagonists of the 
progesterone receptor, and are useful in inducing contraception, and 
treating or preventing benign or malignant neoplastic disease, were prepared 
Thus, treating oxindole with Br2 in the presence of NaOAc in CHC13 
followed by reacting the resulting 5-bromo-2-indolinone with 
3-nitrophenylboronic acid in the presence of Pd(PPh3)4 afforded I [R1-R4 - 
H; R5 - 3-02NC6H4] . Biol, data for compds. I was given. 
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(preparation of indolinones as progesterone antagonists) 
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alJcanoyl, etc.; R4 - H, halo, alkyl, alkoxy, etc.; RS - C6H4R, 4- or 
7-indolyl, 2-benzothienyl, etc.; R » OH, cyano, alkyl, alkoxy, etc.; n - 
2-7; m - 2-5; p - 1-4) were prepd. E.g., pyrrolylspirocyclohexaneindolone 
II was prepd. from oxindole by deprotonation with butyl lithium followed by 
addn. of 1, 5-diiodopentane to give a spirocyclohexaneindolone; bromination 
with bromine in the presence of sodium acetate and acetic acid, 
palladium-catalyzed coupling of the bromospirocyclohexanelndolone with 
N-Boc-2-pyrroleboronic acid, nitration of the pyrrole nucleus with silver 
nitrate and acetyl chloride in acetonitrile, and thermal deprotection of 
the Boc protecting group gave II. II decreased the mass of the uterus of 
a treated rat over its control by 50% at 3 mg/kg. Biol, data for I are 
given. 
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progesterone receptor antagonists) 
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